S1

Supporting Information

Functionalization of Nine-Atom Deltahedral Zintl Ions with
Organic Substituents: Detailed Studies of the Reactions

Michael W. Hull and Slavi C. Sevov*

Department of Chemistry and Biochemistry, University of Notre Dame, Notre Dame,
Indiana, 46556, USA

ssevov@nd.edu



S2 -CH,-

-Si(C - 5)s
K,Geg + 2TMS-C=C-TMS + 6H,N-R > [K*],[Ges-(CH=CH,),] + 2K-NHR + 4  -NHR
'NH2
k /f\\ \
J‘“] ‘\“\\_._mm _’-/ \\‘___}.L_ . . AM{L .
'NH2
-Si(C )
_CH2_ 3/3
“CHy-
1\ ;
HZNCHZCHZNH2 + TMS—CI -> H,NCH,CH,NH- + HCl | k//ﬂl\Jl \\M% . .
_CH2_
'NH2
|
|
Neat ethylenediamine (H,NCH,CH,NH,) f i
5 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 0

Figure S1 'TH NMR Showing Transfer of Trimethylsilyl Group to Ethylenediamine



Exchange of Alkyne Deuterium:

Et;Si-C=C-D + H,N-R + 0.01K-HMDS - Et;Si-C=C-H + HDN-R + 0.01K-HMDS
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Figure S2 'TH NMR Deuteratibn and Exchahge with Ethylénediamine



625 650 675 700 725 750 775 800 825 850 875 900 925

Figure S3 ES-MS of the reaction of Geg" with TMS-C(Br)=CH,
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Figure S4 ES-MS of [K-crypt];[Gey-(C(CH;3)=CH-CH,CH,)], 5[Geq-(C(CH,CH3)=CHCH;)], 5
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Figure S5 'H NMR of [K-crown], ,[Geg-(C(Me)=CH-Ph),] (n=1,2) in ds-pyridine
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Figure S6 ES-MS of [Geg-(C(CH3)=CHPh), ,]™ in ethylenediamine
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Figure S7 'TH NMR of [K-crown],[Geg-(CH=CH-CH(CH,),),] in ds-pyridine
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Figure S8 ES-MS of [Geg-(CH=CH-CH,CH(CHy,),); ,]™ in ethylenediamine
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Figure S9 *H NMR of [K-crypt],[Gey-(CH,CH(CH,),),] in d.-pyridine
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Figure S10 ES-MS of [Gey-(CH,CH(CH,),), 5]™ in ethylenediamine
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